Synthesis of functional carbo-benzenes

Computational study of the dianilinyl-carbo-benzenes 1o and 1p
INPUT file and Cartesian coordinates of the geometry of 1o and 1p optimized at the B3PW91/6-31G(d,p) level of calculation using the Firefly program version 8.1.1. [1, 2] [1] A. A. Granovsky, Firefly version 8 http://classic.chem.msu.su:gran:firefly:index.html) which is partially based on the GAMESS (US) source code. 
Computational study of OPE[n] vs OPP[n]
, n = 0-10.
• INPUT file OPP[n] (example for n = 10)
$CONTRL SCFTYP=RHF RUNTYP=OPTIMIZE DFTTYP=B3PW91 NPRINT=-5 $END $SYSTEM TIMLIM=525600 MWORDS=128 $END $GUESS GUESS=MOREAD NORB=221 $END $BASIS GBASIS=N31 NGAUSS=6 NDFUNC=1 NPFUNC=1 $END $STATPT NSTEP=500 $END $DATA optimization OPP10 DNH 2 C 6.0 -1.4387557936 0.0000000000 0.0000000000 C 6.0 0. The π-conjugation extent is the total number of C atoms, n C = 6n + 6 for OPP [n] , n C = 8n + 6 for OPE [n] . Plotting ∆h vs n C for both series shows that for the same n C value, h OPP is always greater than h OPE and that the difference increases with n C , becoming greater than 3.2 eV for n C ≥ 54 (corresponding to OPP [8] and OPE[6] ). The OPE series is therefore definitely softer than the OPP series vs n C .
HOMO, LUMO and HOMO-LUMO gap energies of OPP[n] and OPE[n], n = 0-10
HOMO and LUMO views of OPE[10] and OPP[10]
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